Diaqua(1,4,7,10,13-pentaoxacyclopentadecane)iron(II) bis(l-cis-1,2-dicyano-1,2-ethylenedithiolato)bis [(cis-1,2-dicyano-1,2-ethylenedithiolato) Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.036; wR factor = 0.073; data-to-parameter ratio = 18.3.
The title compound, [Fe(C 10 À unit forms a centrosymmetric dimer supported by two intermonomer Fe III -S bonds [Fe-S = 2.4715 (9) and 2.4452 (9) Å ]. In the crystal structure, the dimers form onedimensional -stacks along the a axis, with an interplanar separation of 3.38 (6) Å . 
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Experimental
Crystal data [Fe(C 10 Table 1 Hydrogen-bond geometry (Å , ). Diaqua(1,4,7,10,13-pentaoxacyclopentadecane)iron(II) bis( -cis-1,2-dicyano-1,2-ethylenedithiolato)bis[(cis-1,2-dicyano-1,2-ethylenedithiolato)ferrate (III)] 1,4,7,10,13-pentaoxacyclopentadecane disolvate T. Yamaguchi, S. Masaoka and K. Sakai
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Comment
The Fe 2 S 2 clusters (i.e., H-clusters) in Fe-only hydrogenases (FeHases) are known to be highly active as catalysts towards hydrogen evolution reaction (HER) (Adams, 1990; Peters et al., 1998; Nicolet et al., 1999; Frey, 2002) , in spite of the fact that metal iron itself exhibits much lower catalytic activity toward HER than platinum does (Trasatti, 1972; Sakata, 2000) . A large variety of structural and functional models of FeHases have been developed and their H 2 -evolving activities have been evaluated so far (Gloaguen et al., 2001; Georgakaki et al., 2003; Liu et al., 2005; Sun et al., 2005) . However, up to now, only two water-soluble models of FeHases have been ascertained to exhibit H 2 -evolving activity in aqueous media, even though their activities are still quite low (Na et al., 2006) . On the other hand, an iron-dithiolene complex, [Fe II (1,2-benze-
, considered as a bio-inspired model, was found to generate a half equivalent of H 2 in tetrahydrofurane in the presence of HCl (Sellmann et al., 1991) . In order to develop the more highly effective models of FeHases, our recent interests concentrate on such iron-dithiolene complexes, which are both air-stable and water-soluble. Compound (I) reported herein has been developed to improve the water-solubility of (NBu 4 )[Fe et al., 1967) is soluble in water, the compound prepared by the literature method was found to involve a large amount of impurities. Thus, the improvement in the purity of the complex was another reason to develop a new water-soluble salt of this complex. The H 2 -evolving activity of (I) will be separately reported elsewhere (Yamaguchi et al., unpublished results Finally, the cations and anions separately form their individual one-dimensional stacks along the a axis (see Figure 4 ).
The stack of cations merely arise from the van der Waals interactions, while that of anions is stabilized with a relatively strong π-π stacking interactions formed between two adjacent mnt moieties, where only one independent stacking geometry can be found in the crystal. As shown in Figure 5 , a set of atoms C1-C4/N1-N2 and that of C9 Hydrogen atoms except for those of water molecules are omitted for clarity. Thermal ellipsoids are displayed at the 50% probability. Dashed lines indicate hydrogen bonds. , showing the atomlabeling scheme [symmetry codes: (i) 1 -x, 1 -y, -z]. Thermal ellipsoids are displayed at the 50% probability. sup-4 
Special details
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